Experimental
(3.5 µm; 4.6 mm × 150 mm) with temperature controlled at 35 o C. An isocratic elution mobile phase of acetonitrile-water (75:25, v/v) , with flow-rate of 1.8 mL min -1 and sample injection of 20 µL were used.
Instrumental conditions: capillary electrophoresis
For capillary zone electrophoresis (CZE) analysis of organic acids standards, an Agilent 1600 capillary electrophoresis (CE) system (HP 3d CE, Palo Alto, USA) equipped with a diode array detector (DAD) was used. 
Instrumental conditions: gas chromatography
The experiments involving GC analysis were performed in a GC 2010-Plus equipment (Shimadzu, Kyoto, Japan), 
Initial considerations
The macros, developed in Visual Basic for Applications (VBA), required for operation of a command box, peaks extraction to distinct spreadsheets, fine adjustments of the integration limits, split coeluted peaks and grouping the integration results are described in the following sections. Figure S1a shows a data set obtained from organic acids standards analysis through CZE, before any treatment. Note that each detected peak with its integration results in Figure S1b is placed in a row and different parameters (area, height, etc.) of a peak are placed in columns. The red baselines are a single plot of the first and last point of each peak, separated into distinct segments. The chromatogram and baseline plots are also performed via macros. contains an integrated peak.
Command box
All functions are placed in the command box, which should be opened in the chromatogram file via keyboard shortcut (Ctrl + a). The first page ( Figure S2a The second page ( Figure S2b) shows the commands related to the integration, side adjustments and splitting of peaks. The "Integrate all" button (re)integrates every peak of a workbook. The "Integrate" button integrates only the actual peak. The buttons at the "Adjust the peak" area correct manually the limits of a peak. At the "Split mode for coeluted peaks" area drop-line and valley-to-valley options can be used to separate partially coeluted peaks. The "Group Results" page ( Figure S2c ) contains a command to collect the integration results into the first worksheet and the "Help" tab ( Figure S2d) contains some important notes, recommendations and information to the user.
Extraction
If any peak was recognized or manually inserted, the peak extraction can be performed. In this procedure, the chromatogram data between the limits of each peak are copied and pasted into separate worksheets, which are more convenient for peak treatment. The original data are kept intact in the main worksheet. If this function was performed manually, the extracted data should be integrated (the "Integrate all" button is a good option when several peaks are present).
Manual adjustments of peak limits
If the baseline was not adequately defined, manual adjustments of the peak limits can be made, through adding or removing a chromatogram point to the left (before) or to the right (after) of the peak. Four macros were developed for these operations. If any point has to be added, the macro searches that point in the main chromatogram data. These functions are easily done/repeated/undone through keyboard shortcuts. For example, the peak in Figure S3a (peak 3, from the electropherogram of Figure S1 ) was not properly recognized by the program and needs some manual adjustments. After some adjustment ( Figure S3b ), a new "integration" and "grouping" (further section) should be done, in order to update the integration results. Figure S3 . (a) Integration of a peak with limits not properly defined; (b) the same peak manually adjusted at both sides ("Decrease at left" and "Increase at right" functions) and reintegrated.
Splitting coeluted peaks
Peaks in partial coelution/comigration can be split into separate sheets for individual treatments. Once the group of coeluted peaks is integrated a macro searches for valleys (local minima) in the data set of the adjusted peak. If valleys are found, each segment delimited by valleys is extracted to new worksheets (along with integration results) and the original worksheet is deleted. Thus, a group of two peaks ( Figure S4a ), for instance, will be split into two parts. Two splitting modes are available: the "drop-line", where the baseline is kept intact ( Figure S4b) ; and the "valley-to-valley", where a new baseline, touching the limits of each peak, is defined ( Figure S4c) . If the macro did not recognize any valley or if the peaks are highly overlapped, the time coordinates of valleys or shoulders can be manually entered in specific cells. The splitting procedure is not listed in the "Do everything" commands package. Thus, if this process was applied, the results in the main worksheet should be updated with the grouping function. 
Grouping the results and resolution calculation
Because integrations are made in specific worksheets for each peak the grouping of all results into a main worksheet is convenient ( Figure S1b ). In fact, this tool is useful if more than one peak is present in the chromatogram. Basically, a macro copies the integration results from every worksheet and pastes them in the main chromatogram worksheet. The data copied are: starting, ending and retention times, A, h, w 0.5 and N. If there are two or more peaks, the resolutions between adjacent peaks are calculated by R i,i+1 = 1.175 × (t Ri+1 -t Ri ) / (w 0.5,i + w 0.5,i+1 ).
Recognition efficiency
The chromatogram in Figure S5 was used to test the recognition efficiency of the program and the results are shown in Table 1 
